Pyridine-2,5-dicarboxylic acid was suspended in aqueous ammonium hydroxide and the mixture was heated until complete dissolution of the solid. Upon cooling to room temperature and free evaporation of the solvent, crystals suitable for the X-ray diffraction study were obtained.
1.5U eq (O). All nitrogen-bound H atoms as well as the H atoms of the water molecule were located on a difference Fourier map and refined freely. Friedel opposites (806 pairs) have been merged.
Discussion
The synthesis of metal-organic framework (MOF) structures is a current topic of research in coordination chemistry. Among the key steps to be understood are the rules guiding the formation of these MOFs to allow for the tailored synthesis of structures with defined pore sizes. Polyfunctional and polydentate ligands such as aromatic carboxylic acids have attracted much attention in this aspect [1] as the variation of substitution patterns on the aromatic core allows for the fine-tuning of spatial, electronic and chemical properties of the envisioned porous structures on a broad basis. At the beginning of a comprehensive study about carboxylate-based coordination compounds, the structure of the title compound was determined to gather information about metrical parameters of the non-coordinated ligand to allow for comparisons with respective values found in coordination compounds to be synthesized. The title compound is the monoammonium salt of pyridine-2,5-dicarboxylic acid. The compound crystallizes in the non-centrosymmetric space group P1 with one ammonium cation, one aromatic anion and one additional molecule of water in the asymmetric unit. The aromatic anion is essentially flat (r.m.s. of all fitted hydrogen and non-hydrogen atoms = 0.0935 Å). The leastsquares planes defined by the non-hydrogen atoms of the pyridine moiety on the one hand and the individual atoms of the carboxylic acid groups on the other hand enclose angles of 7.7(2)°and 8.3(2)°with the smaller angle realized by the protonated carboxylic acid group. The crystal structure of the title compound is dominated by hydrogen bonds. These are supported by all hydrogen atoms bound to nitrogen and oxygen atoms as donors and nearly all possible hetero atoms as acceptors, the only non-participating one being the oxygen atom of the still protonated hydroxy group. In total, the entities of the title structure are connected by eight different hydrogen bonds to a three-dimensional network. The shortest intercentroid distance between two aromatic systems was found at 3.7899(8) Å which is in agreement with the length of the unit cell axis a. 
